Performance results for all models and data. Pure alkaloid ratios and different transformations. Some of the ratios can easily be used to differentiate blue and red samples. B. Addition of random noise variables. The pure alkaloid ratios remain unchanged (P1-P8) and some can be used to differentiate blue and red samples. The ratios with one or two noise variables (N1-N4) have a high variance and are completely useless for differentiation.
Comparing two methods
Logistic regression on a single variable minimizes the overlap between the two groups. The return value is a probability and normally a threshold of 0.5 is used for classification into one of the two groups. The relationship between distance and probability is shown in Supplementary Figure S3 
